. Re-docking experiments details with the relative co-crystallized ligand of each PDB model. Table S4 . Abbreviations of the 43 targets, selected for structure-based virtual screening studies, with the relative PDB accession code and resolution of X-ray model in Å, RMSD value after re-docking simulation between the experimental pose of the inhibitor into the X-ray and the best pose generated by our docking protocol and Gscore. Figure S5 . Clustering of biological targets.
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